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a b s t r a c t
The edge Szeged and edge Wiener indices of graphs are new topological indices presented
very recently. It is not difficult to apply a modification of the well-known cut method to
compute the edge Szeged and edge Wiener indices of hexagonal systems. The aim of this
paper is to propose a method for computing these indices for general graphs under some
additional assumptions.
© 2011 Elsevier B.V. All rights reserved.
1. Introduction
A graph invariant is any function on a graph that does not depend on a labeling of its vertices. There are many examples
of graph invariants, especially those based on distances, which are applicable in chemistry. The Wiener index [1], defined
as the sum of all distances between pairs of vertices in a graph, is probably the first and most studied such graph invariant,
from both a theoretical and a practical point of view; see [2,3] for details.
Besides the Wiener index, we will consider several related indices; to define them, we first introduce some notation.
Throughout the paper, we only consider simple connected graphs. For a graph G, V (G) and E(G) denote the vertex and edge
set, respectively. The line graph L(G) is a graph with V (L(G)) = E(G) and two vertices of L(G) are adjacent if and only if they
have a common vertex in G. If H is another graph such that V (H) ⊆ V (G) and E(H) ⊆ E(G) then we say that H is a subgraph
of G, H ≤ G. For two vertices u, v ∈ V (G), the distance dG(u, v) (d(u, v) for short) is defined as the length of a shortest
path connecting them. Suppose f = ab and g = uv are arbitrary edges of G. Define de(u, ab) = Min{dG(u, a), dG(u, b)}
and DG(f , g) = Min{de(u, f ), de(v, f )} = Min{de(b, g), de(a, g)}. A path P of length l is called an e-shortest path connecting
edges f and g if l = D(f , g) and pendants of P are end vertices of f and g . It is easily seen that DG(e, f ) = dL(G)(e, f ) − 1,
where L(G) denotes the line graph of G.
Set Mu(v) = {f ∈ E(G) | de(u, f ) > de(v, f )}, Nu(v) = {xIˆV (G) | d(u, x) < d(v, x)}, mu(v) = |Mu(v)| and
nu(v) = |Nu(v)|, where u, v ∈ V (G). The edge f = ab is said to be parallel with g = uv and we write f ‖ g if
de(u, f ) = de(v, f ). It is clear that the parallelism is not generally symmetric or transitive. Define
We(G) =
−
{f ,g}⊆E(G)
DG(f , g) (1)
Sze(G) =
−
f=uv∈E(G)
mu(v)mv(u) (2)
Ple(G) =
−
f=uv∈E(G)
[mu(v)+mv(u)] (3)
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Szev(G) = 1/2
−
e=uv∈E(G)
[nu(v)mv(u)+ nv(u)+mu(v)]. (4)
Eqs. (1) and (2) are recently defined graph invariants, named the edge Wiener [4,5] and the edge Szeged index [6,7],
respectively. Eq. (3) defines the Padmakar–Ivan (PI) index of a graph G. The PI index is a more interesting graph invariant
studied by verymany researchers andwe refer the readers to the papers [8–16] related to the PI index and its vertex version.
Throughout this paper our notation is standard and mainly taken from the standard book on graph theory. For the graph
notation applicable in chemistry we refer the readers to the famous book of Trinajstic [17].
2. Results and discussion
Suppose G is a graph and H ≤ G. The subgraph H is called convex if it contains all shortest paths for pairs of vertices in G
already in H and H is said to be isometric, H ≪ G, if for each pair of vertices u; v ∈ V (H), dG(u; v) = dH(u; v). For a subset
X of V (G), ⟨X⟩G denotes the subgraph of G induced by X , namely V (⟨X⟩G) = X and E(⟨X⟩G) = {uv ∈ E(G) | u, v ∈ X}. The
neighborhood of a vertex v ∈ V (G), NG(v), is the set of vertices of G at distance 1 from v. A vertex v in a subgraph H of G is
called a boundary vertex of H if |NG(v)| − |NH(v)| > 0. The set of all boundary vertices of H is denoted by ∂H .
The aim of this section is to present a newmethod for the calculation of edgeWiener and edge Szeged indices of graphs.
We encourage interested readers to consult the papers [18–22] for background material as well as basic computational
techniques. For the sake of completeness we state the following results which are crucial throughout the paper.
Theorem 1 ([18]). Suppose H = ⟨V (H)⟩G and there exists a convex subgraph I of G such that ∂H ⊆ V (I) ⊆ V (H). Then H is a
convex subgraph of G.
Lemma 1 ([18]). Suppose {Fi}ri=1 is a partition of E(G) such that G \ Fi is a two-component graph with convex components G1i
and G2i . Then there exists a set R of shortest paths of G such that for each pair u, v of vertices of G, the following conditions hold:
(a) If PG(u, v) ∈ R and {u, v} is contained in exactly one of V (G1i ) and V (G2i ) then |E(PG(u, v)) ∩ Fi| = 0.
(b) If u ∈ V (G1i ), v ∈ V (G1i ) and PG(u, v) ∈ R then |E(PG(u, v)) ∩ Fi| = 1.
Theorem 2 ([23]). Suppose {Fi}ri=1 is a partition of the edges such that G\ Fi is a two-component graph with convex components.
Then G is bipartite.
Theorem 3. Suppose {Fi}ri=1 is a partition of E(G) such that G \ Fi is a two-component graph with convex components Gi1 and
Gi2. Then We(G) =
∑n
i=1 |E(Gi1)||E(Gi2)|.
Proof. Let R be a multi-set of e-shortest paths of G such that for each edge f , g ∈ E(G), there exists exactly one e-shortest
path in R. Notice that it is possible for a path P to be an e-shortest path for different pairs of edges of G. Also, all vertices of
degree > 1 are elements of R of length 0. For an edge f ∈ E(G), nR(f ) denotes the number of elements of R containing f .
Therefore,
We(G) =
−
{f ,g}⊆E(G)
D(f , g) =
−
f∈E(G)
nR(f ). (5)
We claim that if G satisfies the conditions of our theorem, e, f ∈ E(G) and PG(e, f ) ∈ R, then the following equality holds:
|PG(e, f ) ∩ Fi| =

0 e, f ∈ Gi1 or e, f ∈ Gi2 (i)
0 e, f ∈ Fi (ii)
0 e ∈ Fi & (f ∈ Gi1 or f ∈ Gi1) (iii)
1 e ∈ Gi2 & f ∈ Gi1. (iv)
(6)
The cases Eq. (6)(i) and (iv) are immediate consequences of Lemma 1. We prove Eq. (6)(ii). To do this, we assume that
e1 = a1b1 and e2 = a2b2 are edges of Fi. Since components of G − Fi are convex, a1 and b1, as well as a2 and b2 do not
belong to one component of G − Fi. Suppose that a shortest path in R connecting e1 and e2 trails from Fi, and a1, a2 are in a
component ofG−Fi and b1, b2 are in another component ofG−Fi.We nowprove thatD(e1, e2) = min{d(a1, a2), d(b1, b2)} <
min{d(a1, b2), d(a2, b1)}. To do this, we assume that min{d(a1, a2), d(b1, b2)} = d(a1, a2) = min{d(a1, b2), d(a2, b1)} =
d(a1, b2). This shows that G has an add cycle, which is impossible by Theorem 2. If d(a1, a2) > d(b1, b2) then we can find a
shortest path of length ≤ d(a1, a2) connecting a1 and a2 which is not totally contained in a component containing a1 and
a2, contradicting the convexity of the components of G− Fi.
Finally, to prove Eq. (6)(iii), we assume that e1 = a1b1 ∈ Fi, e2 = a2b2 ∈ Gi1 and a1 ∈ V (Gi1). If D(e1, e2) = deG(e2, b1)
then G is not bipartite and if D(e1, e2) > deG(e2, b1) then G
i
1 cannot be convex; these are impossible. This implies that
D(e1, e2) < deG(e2, b1). Since {Fi}ki=1 is a partition of E(G) and G − Fi is disconnected,
∑
e∈Fi nR(e) = |E(Gi1)||E(Gi1)|, which
completes the proof. 
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Corollary 1. Suppose {Fi}ki=1 is a partition of E(G) such that G − Fi is a graph with convex components Gi1 and Gi2. Then
W (L(G)) =∑ki=1 |E(Gi1)||E(Gi2)| +  |E(G)|2 .
Proof. Since DG(e, f ) = dL(G)(e, f )− 1,W (L(G)) = We(G)+

|E(G)|
2

, proving the result. 
Theorem 4. Suppose {Fi}ri=1 is a partition of E(G) such that G \ Fi is a two-component graph with convex components Gi1 and
Gi2. Then Sze(G) =
∑n
i=1 |Fi||E(Gi1)||E(Gi2)|.
Proof. Suppose ab ∈ Fi. Clearly, vertices a and b are in different components of G − Fi. If a ∈ Gi1 then we show that for
each v ∈ Gi1, d(a, v) < d(b, v). If not, d(a, v) = d(b, v) or d(a, v) > d(b, v). In the first case, there exists an odd cycle
in G, which contradicts Theorem 2. In the second case, one can find a shortest path P(a, v) in G such that Gi1 does not
contain P(a, v), which is impossible. So, for every v ∈ Gi1 and ab ∈ Fi, d(a, v) < d(b, v), where a ∈ Gi1. Thus for each
e ∈ Gi1, deG(a, e) < deG(b, e). By a similar argument, for each e ∈ Gi2, deG(b, e) < deG(a, e). We now assume that uv ∈ Fi and
d(a, u) = d(b, u) + k. If k = 0 then G is not bipartite, which contradicts Theorem 2. If k < 0 or k > 2 then Gi1 or Gi2 is not
convex, respectively. Therefore, d(b, v) = d(a, v)+ 1, ab ‖ uv and uv ‖ bv.
On the other hand, {Fi, E(Gi1), E(Gi2)} constitutes a partition for E(G) and so if uv ∈ Fi and u ∈ Gi1 then Mu(v) = E(Gi2)
andMv(u) = E(Gi1). Thusmu(v)mv(u) = |E(Gi1)||E(Gi2)| and we have
Sze(G) =
−
uv∈E(G)
mu(v)mv(u)
=
k−
i=1
−
uv∈Fi
|E(Gi1)||E(Gi2)|
=
k−
i=1
|Fi||E(Gi1)||E(Gi2)|,
which completes our proof. 
Corollary 2. With the conditions of Theorem 4, PIe(G) = |E(G)|2 −∑ki=1 |Fi|2.
Proof. In the proof of Theorem 4, we show that if uv ∈ Fi, u ∈ Gi1, then mu(v) = |E(Gi2)| and mv(u) = |E(Gi1)|. Since
E(G) = Fi ∪ E(Gi1) ∪ E(Gi2),
PIe(G) =
−
uv∈E(G)
[mu(v)+mv(u)] =
k−
i=1
−
e∈Fi
(|E(G)| − |Fi|)
=
k−
i=1
|Fi||E(G)| −
k−
i=1
|Fi|2 = |E(G)|2 −
k−
i=1
|Fi|2,
proving the result. 
Corollary 3. If T is an n-vertex tree then We(T ) = Sze(T ).
Proof. By removing an edge of T , we obtain a two-component graph and both of the components are convex. To prove the
result, it is enough to apply Theorems 3 and 4. 
Corollary 4. Suppose {Fi}ri=1 is a partition of E(G) such that G \ Fi is a two-component graph with convex components Gi1 and
Gi2. Then
Szev(G) =
k−
i=1
(|V (Gi1)||E(Gi2)| + |E(Gi1)||V (Gi2)|).
Proof. Apply the proof of Theorem 4. 
In what follows, we apply our results to compute the Wiener and edge Wiener index of the graph Yn depicted in Fig. 1.
We now consider the coronene/circumcoronene homologous series Xk, k ≥ 0. The first terms of this series are X0 =
benzene, X1 = coronene, X2 = circumcoronene and X3 = circumcircumcoronene; see Fig. 2 where X4 is shown.
It is clear that Yn is isomorphic to the line graph of Xn. The edges seem to be geometrically parallel, constituting the
partition {Fi} of E(G). By removing Fi from Xn, a graph is obtained in which one of the components, sayM(n, k), is depicted
as in Fig. 3.
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Fig. 1. The graph Y2 .
Fig. 2. The graph X4 .
Apply Theorem 3 and Corollary 1 to deduce that
W (yn) = W (L(Xn)) = We(Xn)+
 |E(Xn)|
2

= 6
n−
i=1
(|E(M(2n− i, n− i))|)(|E(Xn)| − |Fi| − |E(M(2n− i, n− i))|)
+ 3|E(M(2n, n))|2 +
 |E(Xn)|
2

. (7)
On the other hand, |E(M(n, k))| = 3nk + 2n + 5/2k − 3/2k2 + 2, |E(Xn)| = 9n2 + 15n + 6 and |Fi| = 2(n + i) − i,
0 ≤ i ≤ n. By substituting these values in Eq. (7), we obtain
W (L(Xn)) = 27+ 831/5n+ 825/2n2 + 507n3 + 615/2n4 + 369/5n5.
The quantities PIe, Sze and Szev can also be calculated from the above calculations.
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Fig. 3. The graphM(9, 4).
Acknowledgement
This research is partially supported by Iran National Science Foundation (INSF) (Grant No. 87041993).
References
[1] H. Wiener, Structural determination of the paraffin boiling points, J. Am. Chem. Soc. 69 (1947) 17–20.
[2] A.A. Dobrynin, R. Entringer, I. Gutman, Wiener index of trees: theory and applications, Acta Appl. Math. 66 (2001) 211–249.
[3] A.A. Dobrynin, I. Gutman, S. Klavžar, P. Žigert, Wiener index of hexagonal systems, Acta Appl. Math. 72 (2002) 247–294.
[4] M.H. Khalifeh, H. Yousefi-Azari, A.R. Ashrafi, S.G. Wagner, Some new results on distance-based graph invariants, European J. Combin. 30 (2009)
1149–1163.
[5] P. Dankelmann, I. Gutman, S. Mukwembi, H.C. Swart, The edge-Wiener index of a graph, Discrete Math. 309 (2009) 3452–3457.
[6] I. Gutman, A.R. Ashrafi, The edge version of the Szeged index, Croat. Chem. Acta 81 (2008) 277–281.
[7] M.H. Khalifeh, H. Yousefi-Azari, A.R. Ashrafi, I. Gutman, The edge Szeged index of product graphs, Croat. Chem. Acta 81 (2008) 277–281.
[8] P.V. Khadikar, S. Karmarkar, V.K. Agrawal, A novel PI index and its applications to QSPR/QSAR studies, J. Chem. Inf. Comput. Sci. 41 (2001) 934–949.
[9] A.R. Ashrafi, A. Loghman, PI index of zig-zag polyhex nanotubes, MATCH Commun. Math. Comput. Chem. 55 (2006) 447–452.
[10] A.R. Ashrafi, B. Manoochehrian, H. Yousefi-Azari, On the PI polynomial of a graph, Util. Math. 71 (2006) 97–108.
[11] I. Gutman, A.R. Ashrafi, On the PI index of phenylenes and their hexagonal squeezes, MATCH Commun. Math. Comput. Chem. 60 (2008) 135–142.
[12] S. Klavžar, On the PI index: PI-partitions and Cartesian product graphs, MATCH Commun. Math. Comput. Chem. 57 (2007) 573–586.
[13] H. Deng, Extremal catacondensed hexagonal systems with respect to the PI index, MATCH Commun. Math. Comput. Chem. 55 (2006) 453–460.
[14] H. Yousefi-Azari, B. Manoochehrian, A.R. Ashrafi, The PI index of product graphs, Appl. Math. Lett. 21 (2008) 624–627.
[15] M.H. Khalifeh, H. Yousefi-Azari, A.R. Ashrafi, Vertex and edge PI indices of Cartesian product graphs, Discrete Appl. Math. 156 (2008) 1780–1789.
[16] M.H. Khalifeh, H. Yousefi-Azari, A.R. Ashrafi, A matrix method for computing Szeged and vertex PI indices of join and composition of graphs, Linear
Algebra Appl. 429 (2008) 2702–2709.
[17] N. Trinajstic, Chemical Graph Theory, 2nd ed., CRC Press, Boca Raton, FL, 1992.
[18] M.H. Khalifeh, H. Yousefi-Azari, A.R. Ashrafi, Another aspect of graph invariants depending on the path metric and an application in nanoscience,
Comput. Math. Appl. 60 (8) (2010) 2460–2468.
[19] S. Klavžar, A bird’s eye view of the cut method and a survey of its applications in chemical graph theory, MATCH Commun. Math. Comput. Chem. 60
(2008) 255–274.
[20] S. Klavžar, On the canonical metric representation, average distance, and partial Hamming graphs, European J. Combin. 27 (2006) 68–73.
[21] D. Djokovic, Distance preserving subgraphs of hypercubes, J. Combin. Theory Ser. B 14 (1973) 263–267.
[22] V. Chepoi, S. Klavžar, The Wiener index and the Szeged index of benzenoid systems in linear time, J. Chem. Inf. Comput. Sci. 37 (1997) 752–755.
[23] M.H. Khalifeh, H. Yousefi-Azari, A.R. Ashrafi, Characterization of graphs by a partition of edges (submitted for publication).
